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(A)  (B)  

Figure S9. (A) ESR spectrum of a toluene solution of 6c. 9.57726 GHz, g-value = 2.00263, Gain = 5000, 

sweep time = 5 min, modulation amplitude = 0.05 mT. (B) The temperature dependency of the ESR signal 

intensities in the fluid toluene solution. 

 

Figure S10. ESR spectra of a solid sample of 6b. Above 420 K, the signals of thermally excited species of 

6b disappeared and never recovered after re-cooling because of its thermodecomposition. At 450 K, the 

recording the signals was stopped at 380 mT since no fine structure was observed. 
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In a nitrogen-filled glove box, to a solution of 6c (10 mg, 0.017 mmol) in toluene-d8 (0.4 mL) was added 1,4-

benzoquinone (0.017 mmol) at room temperature. The reaction mixture was loaded with a NMR tube with a 

J.YOUNG valve and was heated at 100 ºC. Periodical 1H NMR monitoring of the reaction mixture indicated 

no consumption of 6c. 

 

Figure S14. 1H NMR spectra (400 MHz, toluene-d8, rt) of the reaction mixture of 6c and 1,4-benzoquinone. 

 

 
In a nitrogen-filled glove box, to a solution of 6c (10 mg, 0.017 mmol) in toluene-d8 (0.4 mL) was added 

fumaronitrile (0.017 mmol) at room temperature. The reaction mixture was loaded with a NMR tube with a 

J.YOUNG valve and was heated at 100 ºC. Periodical 1H NMR monitoring of the reaction mixture indicated 

no consumption of 6c. 

 

Figure S15. 1H NMR spectra (400 MHz, toluene-d8, rt) of the reaction mixture of 6c and fumaronitrile. 

 

 
In a nitrogen-filled glove box, to a solution of 6c (10 mg, 0.017 mmol) in toluene-d8 (0.4 mL) was added 

maleic anhydride (0.017 mmol) at room temperature. The reaction mixture was loaded with a NMR tube 

with a J.YOUNG valve and was heated at 100 ºC. Periodical 1H NMR monitoring of the reaction mixture 

indicated no consumption of 6c. 

 

Figure S16. 1H NMR spectra (400 MHz, toluene-d8, rt) of the reaction mixture of 6c and maleic anhydride. 
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Conformer 1 Singlet 

 

 

Conformer 2 Singlet 

 

 

Conformer 1 Triplet  

 

 

Conformer 2 Triplet  

 

 

Figure S23. Geometries of conformers of 6c' obtained from the geometry optimizations. 

 

 
























































































































































































































